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My work in the last month focused on automation of GSAS data analysis plus data 
recording. The raw data (.raw or .gsas) of this example is the one of time of flight of 
Nickel from the GSAS manual. One PHENIX task code of GSAS data analysis program 
was developed and a network of both GSAS and data file was created.  

 
 
The yellow color in the above window indicates that some required input must finished 
before running this automation, which are experimental file, raw data from fit2d and 
instrument in the GSAS task, data record file, and pressure value in the second task. 

 



 
 
Then, choose the start task (which shows green icon in the below figure), and click the 
“run” button. 

 
 



Purple colors tell us the task network has been run successfully. 
 
 
The experimental file with unit cell information from the above automation is compared 
with the one from command-line style data analysis using a Linux command “diff”. 
 

 
 
The above result indicate that the only difference between these two result files are only 
the running time and date, while all other information of data analysis is exact same. 
 
10 repeatedly running of the automation are preformed with different presumable 
pressure values but the same raw data file (.gsas file). The recording file with the unit 
volumes vs pressure values are showed below using a Linux command “cat”. 

 
  



 
The future work: 

1. Try the constant wavelength data example ( LaB6) in addition of TOF. 
2. Start work on fit2d program development. 
3. Develop the whole CEAD of fit2d, GSAS and plot system. 


